Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.028; wR factor = 0.066; data-to-parameter ratio = 15.0.
Related literature
For the pharmacological activity of functionalized 1,2,4-triazoles, see: De La Rosa et al. (2006) ; Mavrova et al. (2009) ; Shiradkar et al. (2007) . For annular tautomerism in 1,2,4triazoles in the solid state and in solution, see: Buzykin et al. (2008) ; Dolzhenko et al. (2010) . Two tautomeric fothione (C=S)r.m.s. for 3(5)-thioxo-1,2,4-triazoles may exist in the solid state. For the evidence for the thione (C S) form, see: Karayel et al. (2007) . Refinement R[F 2 > 2(F 2 )] = 0.028 wR(F 2 ) = 0.066 S = 1.01 3666 reflections 245 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.22 e Å À3 Á min = À0.22 e Å À3 Absolute structure: Flack (1983) , 1538 Freidel pairs Flack parameter: 0.14 (5) Table 1 Hydrogen-bond geometry (Å , ).
Cg2 and Cg3 are centroids of the C1-C6 and C10-C15 rings, respectively. Symmetry codes: (i) x À 1 2 ; Ày þ 1 2 ; Àz þ 1; (ii) x À 1 2 ; Ày þ 3 2 ; Àz þ 1; (iii) Àx þ 1 2 ; Ày þ 1; z À 1 2 ; (iv) x À 1; y; z; (v) x þ 1; y; z; (vi) Àx þ 1 2 ; Ày þ 1; z þ 1 2 ; (vii) x þ 1 2 ; Ày þ 1 2 ; Àz þ 1.
Data collection: X-AREA (Stoe & Cie, 2002); cell refinement: X-AREA; data reduction: X-RED32 (Stoe & Cie, 2002); program(s) used to solve structure: SIR97 (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
4-{3
-[Hydroxy(phenyl)methyl]-5-thioxo-4,5-dihydro-1H-1,2,4-triazol-4-yl}benzenesulfonamide M. Akkurt, Í. Çelik, G. Cihan, G. Çapan and O. Büyükgüngör Comment Functionalized 1,2,4-triazoles have attracted intense research interest after the discovery that triazole have a wide range of pharmacological properties such as antiviral (De La Rosa et al., 2006) , anticancer (Mavrova et al., 2009 ) and antimycobacterial activity (Shiradkar et al., 2007) .
Previous reports have also dealt with the annular tautomerism encountered in 1,2,4-triazoles in the solid state and in solution (Buzykin et al., 2008; Dolzhenko et al., 2010) . For 3(5)-thioxo-1,2,4-triazoles, two tautomeric forms may exist in the solid state: the thione (C=S) and the thiol (SH), where the former has been supported by a recent X-ray diffraction study (Karayel et al., 2007) . In this context, we prepared the title compound to determine its pharmacological potential and the preferred tautomeric form in the solid state.
The title molecule (Fig. 1 ) the aromatic rings (C1-C6 and C10-C15) are oriented at angles of 73.79 (10) and 86.92 (9)°w ith respect to the best plane through the five-membered ring. The dihedral angle between the two six-membered rings is 47.58 (9)°.
In the structure, the molecules are linked by intermolecular O-H···O, N-H···S, N-H···N, C-H···O and C-H···N hydrogen bonds (Table 1, Fig. 2) , and N-H···π and C-H···π interations (Table 1 ). In addition, there is also a weak S2-O3···Cg1 (-1+x, y, z) interaction [(S2)O3···Cg1 = 3.1082 (17) Å, S2-O3···Cg1 = 150.21 (9) °, where Cg1 is a centroid of the ring N1-N3/C8/C9].
Experimental
A mixture of 1-[2-[hydroxy(phenyl)acetyl]]-4-(4-sulfamoylphenyl)-3-thiosemicarbazide (0.005 mol) and 2 N NaOH (20 ml) was heated on a water bath for 3 h. After cooling, the reaction mixture was acidified by the addition of HCl (% 12.5).
The precipitate thus obtained was filtered, washed with water and recrystallized from aqueous ethanol. 
Refinement
The H atoms of the aromatic and hydroxyl groups were positioned geometrically with O-H = 0.82 Å, C-H = 0.93Å and refined using a riding model with U iso (H) = 1.2 or 1.5U eq (C,O). The H atoms of the NH 2 group were located in a difference Fourier synthesis and their positional parameters were refined with U iso (H) set to 1.2U eq (N). The N-H distances were restrained to 0.84 (1) Å. The H and O atoms of the hydroxyl group and the H atom of the C atom to which the hydroxyl supplementary materials sup-2 group is attached are disordered in two alternative positions with occupancy factors 0.620 (4):0.380 (4). The C-O distances of the disordered hydroxyl group were restrained to 1.30 (1)Å. Fig. 1 . View of the title compound with the atom numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 50% probability level. The minor occupied sites of the disordered atoms have been omitted for clarity. Fig. 2 . View down the a axis of the packing and hydrogen bonding interactions of the title compound. All hydrogen atoms not involved in hydrogen bonding and the minor occupied sites of the disordered atoms have been omitted for clarity. 
Figures
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(phenyl)methyl]-5-thioxo-4,5-dihydro-1H-1,2,4-triazol-4-yl}benzenesulfonamide
Special details
Geometry. Bond distances, angles etc. have been calculated using the rounded fractional coordinates. All su's are estimated from the variances of the (full) variance-covariance matrix. The cell esds are taken into account in the estimation of distances, angles and torsion angles
Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0062 (6) −0.0020 (5) 0.0003 (7) O3 0.0482 (7) 0.0366 (7) 0.0928 (12) 0.0067 (6) 0.0273 (8) −0.0050 (8) N1 0.0296 (6) 0.0344 (8) 0.0341 (7) 0.0042 (5) 0.0055 (5) 0.0036 (6) N2 0.0286 (6) 0.0291 (7) 0.0375 (8) 0.0053 (5) 0.0045 (5) 0.0016 (6) N3 0.0223 (5) 0.0278 (6) 0.0310 (7) 0.0012 (5) 0.0042 (5) −0.0001 (5) N4 0.0343 (7) 0.0527 (9) 0.0349 (8) 0.0026 (7) 0.0023 (6) 0.0022 (7) C1 0.0311 (7) 0.0298 (8) 0.0392 (9) 0.0017 (6) 0.0023 (7) 0.0063 (8) C2
0.0401 (9) 0.0372 (9) 0.0373 (9) 0.0029 (7) −0.0039 (7) 0.0033 (8) C3 0.0568 (11) 0.0421 (10) 0.0400 (10) 0.0060 (9) 0.0142 (9) 0.0081 ( supplementary materials sup-5 C10 0.0212 (6) 0.0271 (7) 0.0308 (7) 0.0014 (5) 0.0036 (5) 0.0016 (6) C11 0.0278 (7) 0.0468 (10) 0.0362 (9) 0.0000 (7) −0.0034 (6) −0.0125 (8) C12
0.0221 (7) 0.0498 (10) 0.0417 (10) 0.0002 (6) −0.0043 (6) −0.0110 (8)  C13 0.0221 (6) 0.0331 (8) 0.0315 (8) 0.0020 (5) 0.0029 (5) 0.0017 (7) C14 0.0266 (7) 0.0436 (10) 0.0358 (9) −0.0003 (7) 0.0021 (6) −0.0123 (8) C15
0.0215 (6) 0.0425 (9) 0.0417 (9) −0.0028 (6) 0.0005 (6) −0.0104 (8) C7B 0.019 (5) 0.084 (11) 0.063 (8) 0.008 (5) 0.008 (4) 0.007 (7) Hydrogen-bond geometry (Å, °)
Cg2 and Cg3 are centroids of the C1-C6 and C10-C15 rings, respectively. 
